Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.040; wR factor = 0.123; data-to-parameter ratio = 12.9. organic compounds o2350 He et al.
In the crystal structure of the title compound, C 8 H 6 N 2 O 3 , the molecules are linked by a pairs of intermolecular N-HÁ Á ÁO hydrogen bonds, forming inversion dimers. The aldehyde group is in the same plane as the pyrimidine ring [with a maximum deviation of 0.083 (2) Å for the O atom), and the linear propargyl group [C-C-C = 178.99 (19) ] makes a dihedral angle of 74.36 (13) with the ring.
Related literature
For applications of acyclic pyrimidine nucleosides, see : De Clercq (2009 , 2010a ; Fan et al. (2011) . 
Experimental

Crystal data
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1997) T min = 0.955, T max = 0.972 5826 measured reflections 1520 independent reflections 1261 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.123 S = 1.08 1520 reflections 118 parameters H-atom parameters constrained Á max = 0.14 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 2; Ày þ 2; Àz þ 1.
Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1997) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 2009, 2010a,b) . The title compound can be used as a powerful synthon for the preparation of acyclic pyrimidine nucleoside derivatives with potential biological activities due to the rich and extensive chemistry of the aldehyde carbonyl (Fan, 2011) . Herein, we report the synthesis and crystal structure of the title compound.
In the title compound, C 8 H 6 N 2 O 3 , all the atoms in the pyrimidine ring, atoms connected directly with the pyrimidine ring and atoms in the aldehyde carbonyl group in the 5-position of the pyrimidine ring are in the same plane, which means there is a big conjugated system in the molecule. The linear structure of the propynyl group is connected with the big plane at an angle of 150.3°. In the crystal structure, the molecules are linked via intermolecular N-H···O hydrogen bond.
Experimental
To a solution of K 2 S 2 O 8 (16.5 mmol) and CuSO 4 (3.2 mmol) in 30 ml H 2 O was added a CH 3 CN solution (25 ml) of 5-methyl-1-(prop-2-ynyl)pyrimidine-2,4(1H,3H)-dione (8 mmol) and 2,6-lutidine (3.2 ml). The mixture was stirred at 60°C for 5 h. Upon completion, the mixture was concentrated to half of the initial volume, and the remaining solution was extracted with EtOAc. The organic layer was washed with H 2 O. The aqueous layers were combined and back-extracted with CHCl 3 . Then the organic layers were combined, dried over Na 2 SO 4 , and then concentrated. The residue was purified through silica gel column chromatography with a mixture of methylene chloride-methanol (60:1, v/v) as eluent to give 1,2,3,4-tetrahydro-2,4-dioxo-1-(prop-2-ynyl)-pyrimidine-5-carbaldehyde. Single crystals of the title compound were obtained by slow evaporation of the solvent from a methylene chloride-methanol (60:1 v/v) solution.
Refinement H atoms were positioned geometrically and refined using riding model, with C-H = 0.93 or 0.97 Å, and N-H = 0.86 Å, and with U iso (H) = 1.2U eq (C, N). 0.0500 (7) 0.0683 (8) 0.0285 (6) −0.0120 (6) −0.0057 (5) 0.0017 (5) O2 0.0470 (7) 0.0566 (8) 0.0378 (7) −0.0094 (6) −0.0019 (5) 0.0039 (5) O3 0.0592 (9) 0.0805 (11) 0.0658 (10) −0.0216 (7) 0.0004 (7) −0.0139 (8) Geometric parameters (Å, °) 
